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125. 49, 124.07. 123.73, 116.63, 116.35, 110.51, 106.44, 89.93, 82.33, 51.61, 30.41, 27.43 152.49, 146.81, 146.28, 143.45, 141.85, 138.22, 129.94, 128.44, 128.12, 125.92, 121.19, 118.26, 111.68, 94.27, 86.40, 34.77, 31.64 06, 147.62, 142.93, 136.75, 135.70, 130.85, 129.60, 129.43, 127.85, 126.44, 120.64, 114.09, 113.02, 93.28, 85.33, 55.45, 34.31, 31.03 145.32, 142.68, 137.20, 134.63, 129.82, 128.68, 128.28, 126.31, 124.12, 123.31, 114.59, 92.68, 85.71, 34.51, 31 -0.85593800 6.33918100 0.56903300 C 1.92594000 3.90698700 0.13349200 C -2.72986500 3.25744800 -0.33754300 C 3.04258800 3.42675400 0.07792500 C -3.65628100 2.52068500 -0.61976100 C 4.29628700 2.75953600 0.01481700 C -4.69311800 1.62107900 -0.98996600 C 5.49257800 3.47574800 -0.18241200 C 6.72816700 2.83880600 -0.24972600 C 6.74582900 1.44007600 -0.12663500 Nitrophenyl Sulfonamide 4b B3LYP/6-31G* = -3020.29175256 au B3LYP/6-31G* Zero Point Corrected Energy = -3019.745012 au NIMAG = 0 C -0.11683600 5.82238700 0.25609000 C 0.18141100 4.48422200 -0.06503200 N -0.76256400 3.57667100 -0.38088100 C -2.04568100 3.98643500 -0.38935200 C -2.43547000 5.30260000 -0.07653600 C -1.44790900 6.22630100 0.25035400 C 1.53655600 4.02867600 -0.07167800 C -3.02472100 3.01152500 -0.75731300 C 2.68631200 3.63185400 -0.08517200 C -3.85775000 2.18201000 -1.07039600 C 4.00840600 3.11110600 -0.14127400 C -4.76436300 1.16522700 -1.47753200 C 5.11750500 3.95934700 -0.32393900 C 6.41793700 3.46494700 -0.38129600 C 6.59540600 2.07688800 -0.26505300 C 5.51794000 1.21331400 -0.10268800 C 4.21569500 1.71468100 -0.02754900 C -4.27106400 -0.10267600 -1.87685500 C -5.17513300 -1.07896100 -2.31177100 C -6.54119600 -0.81499800 -2.31540600 C -7.05678200 0.43046300 -1.92170500 C -6.15096800 1.40792400 -1.51752400 C 7.60180900 4.38478100 -0.56599500 C -8.54260700 0.70046000 -1.95371000 N 3.09215800 0.86522300 0.10364000 S 2.98072800 -0.37183800 1.26234100 C 3.33228200 -1.86523600 0.32034100 O 1.55944000 -0.39420300 1.62460900 O 4.03261900 -0.23030300 2.26696900 C 4.49411100 -2.58228800 0.61127400 C 4.76366800 -3.75246800 -0.09579000
Supplementary Material (ESI) for Chemical Communications This journal is (c) The Royal Society of Chemistry 2011 S20 C 3.85656800 -4.16802800 -1.06705800 C 2.68699000 -3.46430400 -1.35212400 C 2.41841400 -2.29507200 -0.64595700 N -2.87110700 -0.32147400 -1.88564700 S -2.11750000 -1.69677700 -1.24668200 O -2.75171600 -2.87159100 -1.84008200 O -0.68897800 -1.41979000 -1.40920600 C -2.48373400 -1.72053600 0.51616000 C -3.66272700 -2.33093000 0.95706900 C -3.96002400 -2.32512700 2.31660800 C -3.06440900 -1.71668300 3.19468000 C -1.88120900 -1.12031100 2.76522500 C -1.58830900 -1.11820700 1.40299900 H 0.68427100 6.50961800 0.50558200 H -3.48487100 5.57599200 -0.09801100
